This document contains < S 2 > values for the diradical states computed by SF methods as well as Cartesian geometries and nuclear repulsion energies for all molecular systems. In addition, the details of the SF-CCSD and SF-CCSD(dT) calculations are summarized for each system.
I. < S 2 > VALUES FOR TARGET SPIN-FLIP STATES IN DIRADICALS
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Geometry and nuclear repulsion energy: this work. Level of theory: UB3LYP/6-311G(d,p).
For this system, there was a problem with optimizing the singlet state; thus, we used triplet geometry instead. The singlet and triplet states are almost exactly degenerate. 
